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17374
Decoding the limits of deep learning in molecular
docking for drug discovery

Yue Li, Jiacai Yi, Hui Li, Kun Li, Fenghua Kang,
Youchao Deng, Chengkun Wu, Xiangzheng Fu,
Dejun Jiang* and Dongsheng Cao*
17391
Effect of halogen/chalcogen substitution on the
dielectric constant of asymmetric acceptor alloy to
improve the efficiency and stability of inverted
organic photovoltaics

Yan-Bo Wang, Yung-Jing Xue, Chieh-Ming Hung,
Kuo-Hsiu Huang, Bing-Huang Jiang, Chia-Lin Tsai,
Yu-Chi Huang, Hong-Yi Chen, Shang-Da Yang,
Su-Ying Chien, Chih-Ping Chen, Pi-Tai Chou*
and Yen-Ju Cheng*
This journal is © The Royal Society of Chemistry 2025

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5sc90211h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
12

/2
02

5 
1:

34
:5

2 
PM

. 
 T

hi
s 

ar
tic

le
 is

 li
ce

ns
ed

 u
nd

er
 a

 C
re

at
iv

e 
C

om
m

on
s 

A
ttr

ib
ut

io
n 

3.
0 

U
np

or
te

d 
L

ic
en

ce
.

View Article Online
EDGE ARTICLES
17408

Dynamic surface radical confinement in a compact
CdS–CdIn2S4 semi-coherent heterojunction for
highly efficient synergetic photocatalytic selective
oxidation of toluene and enhanced hydrogen
production

Yuhui Liu, Xiaoxu Deng,* Chuangyun Guo,
Shuang-Feng Yin* and Peng Chen*
This journal is © The Royal Society of Chemistry 2025
17417

Rigid cationic ligands enable high-efficiency NIR-II
photoluminescence in copper(I) iodide hybrid
semiconductors

Jingwen Chen, Xueqian Wu, Minghui Zhang, Simon
J. Teat, Guozhong Xu,* Jingbai Li,* Xiuze Hei* and Jing Li*
17426

Concentration-function coupled electrolytes
harmonize thermodynamics and kinetics for stable
zinc metal batteries

Tao Liu, Xusheng Dong, Jiashuo Zhang, Huihui Chen,
Rongrong Cao, Zixu Sun, Wanhai Zhou, Hongpeng Li,
Dongliang Chao, Zhen Zhou* and Ruizheng Zhao*
17436

Visible-light-induced copper-mediated reversible
deactivation radical polymerisation without
additional photocatalysts

Mia D. Hall, Boyu Zhao, Evelina Liarou, Tanja Junkers*
and David Haddleton*
Chem. Sci., 2025, 16, 17007–17019 | 17017

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5sc90211h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
12

/2
02

5 
1:

34
:5

2 
PM

. 
 T

hi
s 

ar
tic

le
 is

 li
ce

ns
ed

 u
nd

er
 a

 C
re

at
iv

e 
C

om
m

on
s 

A
ttr

ib
ut

io
n 

3.
0 

U
np

or
te

d 
L

ic
en

ce
.

View Article Online
EDGE ARTICLES
17444
17018 | Chem. Sci., 2025, 16, 17007–17019
Geminal hyperconjugation as a driving force for C–C
bond shortening in heavy-atom tunnelling

Croix J. Laconsay, Ishika Jain, Tim Schleif,* William
L. Karney* and Judy I. Wu*
17450
A mechanism-guided inverse engineering framework
to unlock design principles of H-bonded organic
frameworks for gas separation

Yong Qiu, Lei Wang, Letian Chen, Yun Tian,* Zhen Zhou*
and Jianzhong Wu
17461
Atomic insights into how electrolyte concentration
controls CO electroreduction to acetate

Xiaowan Bai, Lin Jiang and Yan Jiao*
17470
Regioselective construction of two isomeric BN-
fused aromatic frameworks enabling the synthesis of
ultralong room-temperature phosphorescence
materials

Qiang Feng, Junxiong Yao, Qianxin Wu, Yang Qiu,
Zicheng Wang, Xia Wang, Weilin Chen, Sibo Tong,
Xiaohua Cao, Jianqi Sun, Qianqian Ye, Jianhua Liu,*
Dianyuan Wang,* Jianguo Wang* and Huanan Huang*
This journal is © The Royal Society of Chemistry 2025

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5sc90211h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

4 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 1

1/
12

/2
02

5 
1:

34
:5

2 
PM

. 
 T

hi
s 

ar
tic

le
 is

 li
ce

ns
ed

 u
nd

er
 a

 C
re

at
iv

e 
C

om
m

on
s 

A
ttr

ib
ut

io
n 

3.
0 

U
np

or
te

d 
L

ic
en

ce
.

View Article Online
EDGE ARTICLES
17480

Fast and efficient room-temperature
phosphorescence from metal-free organic
molecular liquids

Yosuke Tani,* Yuya Oshima, Rika Okada, Jun Fujimura,
Yuji Miyazaki, Motohiro Nakano, Osamu Urakawa,
Tadashi Inoue, Takumi Ehara, Kiyoshi Miyata, Ken Onda
and Takuji Ogawa
This journal is © The Royal Society of Chemistry 2025
17487

Ultrastrong circularly polarized electroluminescence
achieved by chiral co-assembly of a liquid crystal-
functionalized carbazole derivative

Hang Li, Dong Li, Zhenhao Jiang, Yuxiang Wang*
and Yixiang Cheng*
17494

The global kinetic–thermodynamic relationship
derived from first principles

Eduardo Garcia-Padilla* and Guanqi Qiu*
Chem. Sci., 2025, 16, 17007–17019 | 17019

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5sc90211h

